Key indicators: single-crystal X-ray study; T = 120 K; mean (C-C) = 0.001 Å; disorder in solvent or counterion; R factor = 0.035; wR factor = 0.122; data-toparameter ratio = 15.0.
In the title hexahydropyrimidine derivative, C 28 H 42 N 2 O 4 Á-0.19H 2 O, the 1,3-diazinane ring has a chair conformation with a diequatorial substitution. The asymmetric unit contains one half-organic molecule and a solvent water molecule with occupany 0.095. The molecule lies on a mirror plane perpendicular to [010] which passes through the C atoms at the 2-and 5-positions of the heterocyclic system. The partially occupied water molecule is also located on this mirror plane. The dihedral angle between the planes of the aromatic rings is 17.71 (3) . Two intramolecular O-HÁ Á ÁN hydrogen bonds with graph-set motif S(6) are present. No remarkable intermolecular contacts exist in the crystal structure.
Related literature
For a related structure, see: Rivera et al. (2012a) . For the synthesis of the precursor, see: Rivera et al. (2010) . For the preparation of the title compound, see: Rivera et al. (2012b) . For bond-length data, see: Allen et al. (1987) . For puckering parameters, see: Cremer & Pople (1975 Á min = À0.14 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). (Fig. 1) , contains a one symmetry independent half molecule of 2,2'-(dihydropyrimidine-1,3(2H,4H)-diyldimethanediyl)bis(6-tertbutyl-4-methoxyphenol) and a solvent water molecule with occupany 0.095. The molecule lies on a mirror plane perpendicular to [0,1,0] which passes through the central C atom of the heterocyclic system. In Fig. 1 primed atoms were positioned on the other half of the molecules and had symmetry codes (x, 1/2 -y, z). The hexahydropyrimidine ring of the title compound adopts a chair conformation with a diequatorial substitution (Cremer & Pople, 1975) with puckering parameters Q, θ and φ of 0.5891 (10) Å, 3.01 (11)°, 60.0 (18)°. In the molecule of the title compound ( Fig. 1 ), bond lengths (Allen et al., 1987) and angles are normal and comparable to the related structure namely 2,2'-(dihydropyrimidine-1,3(2H,4H)-diyldimethanediyl)bis (6-methylphenol) whose crystallographic data have been deposited at the Cambridge Crystallographic Data Center. The CCDC deposition number is 854735 (Rivera et al.,2012a) . However a careful comparison with the values of the corresponding angles and bond distances in the related structure (Rivera,et al. 2012a) , indicated that the O1-C6-C7 angle increase by 1.82°. The crystal structure of the title confirms the presence of two O-H···N(1,3-diazinane) hydrogen bond with graph-set motif S(6) (Bernstein et al. 1995) (Table 1 ). The N···O distance [N1···O1, 2.6735 (10) Å] is shorter in comparison with the values observed in related structure (Rivera, et al. 2012a) , showing a slightly increase in hydrogen-bonding strength.
The most obvious difference between the title compound and the related structure (Rivera, et al. 2012a ) is the presence of mirror symmetry in the solid state with molecules bisected by mirror planes (the C1 and C2 atoms of the 1,3-diazinane ring lie on the mirror plane). The partially occupied water molecule also is located on this mirror plane. Another important difference is observed in the dihedral angle between the phenyl rings, which is -17.711 (30)° for the title compound and 58.431 (38)° for related structure (Rivera, et al. 2012a) . The deviation of the dihedral angle in (I) is probably due to repulsive interactions between the tert-butyl groups. 
Experimental
The title compound was obtained according to our recently reported methodology (Rivera et al., 2012b) , that is, to a stirred solution of 2-tert-butyl-4-methoxy-phenol (2.0 mmol) in 96% ethanol (5 ml) heated under reflux, was added slowly a solution of 1,3,7,9,13,15,19,21-octaazapentacyclo[19.3.1. 13,7 .1 9, 13 .1 15, 19 ]octacosane prepared according to a previous report (Rivera et al., 2010) (200 mg, 0.54 mmol) in 96% ethanol (5 ml). Upon completion of the addition, the reaction mixture was stirred under reflux for 60 h. Then the reflux was stopped, the solvent was removed on a rotary evaporator under vacuum and the residue obtained was chromatographed on silica gel eluting with benzene/AcOEt (gradient elution with 5% to 20% AcOEt) to afford a solid which was recrystallized in 96% ethanol to provide high quality crystals of the title compound All hydrogen atoms were discernible in difference Fourier maps and could be refined to reasonable geometry. According to common practice the hydrogen atoms attached to carbons were kept in ideal positions with C-H distance 0.96 Å during the refinement. The methyl H atoms were allowed to rotate freely about the adjacent C-C bonds. The coordinates of the hydrogen atom bonded to oxygen were refined freely. All H atoms were refined with displacement coefficients U iso (H) set to 1.5U eq (C, O) for the methyl-and hydroxyl groups and to 1.2Ueq(C) for the CH-, and CH 2 -groups. Figures   Fig. 1 . A view of (I) with the numbering scheme. Displacement ellipsoids are drawn at the 50% probability level. 
Special details
Experimental. CrysAlisPro, Agilent (2010), Empirical absorption correction using spherical harmonics, implemented in SCALE3 ABSPACK scaling algorithm.
Refinement. The refinement was carried out against all reflections. The conventional R-factor is always based on F. The goodness of fit as well as the weighted R-factor are based on F and F 2 for refinement carried out on F and F 2 , respectively. The threshold expression is used only for calculating R-factors etc. and it is not relevant to the choice of reflections for refinement.
The program used for refinement, Jana2006, uses the weighting scheme based on the experimental expectations, see _refine_ls_weighting_details, that does not force S to be one. Therefore the values of S are usually larger than the ones from the SHELX program. 
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